Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.006 Å; R factor = 0.045; wR factor = 0.119; data-to-parameter ratio = 15.7. organic compounds o548 Ali et al.
The non-H atoms of the title molecule, C 6 H 4 BrNO 2 , are essentially coplanar with an r.m.s. deviation of 0.040 Å . In the crystal,stacking occurs between parallel benzene rings of adjacent molecules with centroid-centroid distances of 3.643 (3) and 3.741 (3) Å . Weak intermolecular C-HÁ Á ÁO hydrogen bonding and short BrÁ Á ÁO contacts [3.227 (4) 3.401 (4) Å ] are also observed in the crystal structure. The crystal studied was a non-morohedral twin with a 26.1 (6)% minor component.
Related literature
For the structure of 2-bromonitrobenzene, see: Fronczek (2006) . For the structure of 3-bromonitrobenzene, see: Charlton & Trotter (1963 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) Àx; Ày þ 1; Àz þ 1; (ii) Àx þ 1; Ày; Àz þ 2.
Data collection: CrysAlis PRO (Agilent, 2010); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001); software used to prepare material for publication: publCIF (Westrip, 2010). Fig. 1 . Thermal ellipsoid plot (Barbour, 2001) of C 6 H 4 BrNO 2 at the 70% probability level; hydrogen atoms are drawn as spheres of arbitrary radius. C1-C6-C5-C4 0.5 (7) C2-C3-C4-N1 −179.8 (4) C1-C2-C3-C4 1.1 (7) C6-C5-C4-C3 0.7 (7) C5-C6-C1-C2 −0.9 (7) C6-C5-C4-N1 179.0 (4) C5-C6-C1-Br1 177.9 (3) O1-N1-C4-C3 4.1 (6) C3-C2-C1-C6 0.1 (7) O2-N1-C4-C3 −175.3 (4) C3-C2-C1-Br1 −178.7 (3) O1-N1-C4-C5 −174.3 (4) C2-C3-C4-C5 −1.5 (7) O2-N1-C4-C5 6.3 (6) supplementary materials sup-5 Fig. 1 
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